Key indicators: single-crystal X-ray study; T = 223 K; mean (C-C) = 0.002 Å; R factor = 0.042; wR factor = 0.113; data-to-parameter ratio = 14.1.
Related literature
The synthesis of the compound is described by Wang & Huang (2010) . For applications of aromatic ketones as fragrances, see: Tong et al. (2009) . For the relationship between structure and fragrance, see: Griesbeck et al. (2012) . For related structures and details of their synthesis, see: Yamane et al. (2005) ; Si et al. (1990) ; Salimbeni et al. (1987) ; Mosrin et al. (2009) . For standard bond lengths, see: Allen et al. (1987) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2004) ; software used to prepare material for publication: publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2013) . E69, o359 [doi:10.1107/S1600536813002262] (Z)-3-Hydroxy-4-(4-methoxyphenyl)but-3-en-2-one Wei Fang, Jun-Ping Hu, Mei Wang and Mu-Zi Chen Comment Aromatic ketone compounds have attracted much attention due to their applications in fragrances and perfume technology (Tong et al., 2009) . Studying the relationship between molecular structures and their fragrant properties remains a challenge (Griesbeck et al., 2012) . Understanding the molecular structure in detail will help to design more compounds with potential as fragrances. As a part of our work in this area (Wang & Huang, 2010) , a new aromatic diketone compound, (Z)-3-Hydroxy-4-(4-methoxyphenyl)but-3-en-2-one ( Figure 1) , was synthesized and its molecular structure is reported here. The title compound crystallizes with one unique molecule in the asymmetric unit. In the molecule, the 3-hydroxybut-3-en-2-one, phenyl and methoxyl fragments are close to co-planar. The O1, O2 and C1-C4 atoms of the 3-hydroxybut-3-en-2-one fragment form a plane with an rms deviation of 0.0359 Å. The dihedral angle between this plane and the benzene ring plane is 5.88 (4)°. The 4-methoxyl group lies close to the benzene ring plane, with deviations of 0.0206 (11) Å for O3 and 0.087 (2) Å for C11. The dihedral angle between benzene ring and plane of 4-methoxyl group (O3-C11-C8) is 5.88 (4)°. Hence the whole molecule is close to planar, with an rms deviation of 0.0496 Å from the plane through all non-hydrogen atoms in the molecule. A characteristic of title compound is that it adopts the enol form with a C3=C4 distance 1.341 (2) Å. The conformation about the C3=C4 bond is Z. Bond lengths (Allen et al., 1987) and angles are within normal ranges and are comparable to those found in related structures (Yamane, et al., 2005; Si et al., 1990; Salimbeni et al., 1987; Mosrin et al., 2009) . Intermolecular O-H···O hydrogen bonds arrange the molecules into a helical chain along the b axis ( Figure 2 ).
Experimental
A mixture of hydroxy-acetone and anisaldehyde was added dropwise into warm hydrochloric acid at 50° C. The resulting solution was heated to 82° C for two hours, then cooled to room temperature as described by Wang & Huang (2010) . A white amorphous product was obtained after filtration. Yellow crystals of title compound, suitable for X-ray analysis, were recrystallized from absolute ethanol over two weeks.
Refinement
All H atoms were located in calculated positions with the aromatic C-H = 0.93 Å, methyl C-H = 0.96 Å hydroxy O-H = 0.82 Å and displacement parameters set at 1.2U eq (aromatic) and 1.5U eq (methyl and OH) of the parent atom.
Computing details
Data collection: CrysAlis PRO (Agilent, 2012) ; cell refinement: CrysAlis PRO (Agilent, 2012) ; data reduction: CrysAlis PRO (Agilent, 2012) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2004) ; software used to prepare material for publication: publCIF (Westrip, 2010) . The title compound forms a helical chain along the b axis through intermolecular O-H···O hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(Z)-3-Hydroxy-4-(4-methoxyphenyl)but-3-en-2-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.0051 (7) C3 0.0402 (8) 0.0408 (9) 0.0372 (8) −0.0031 (7) 0.0076 (7) 0.0013 (7) C4 0.0398 (8) 0.0415 (9) 0.0373 (8) −0.0018 (7) 0.0084 (6) −0.0014 (7) C5 0.0352 (8) 0.0368 (8) 0.0395 (8) −0.0010 (7) 0.0085 (6) 0.0029 (6) C6 0.0460 (9) 0.0385 (9) 0.0425 (9) 0.0051 (7) 0.0092 (7) −0.0028 (7) C7 0.0420 (9) 0.0435 (9) 0.0461 (9) 0.0110 (7) 0.0060 (7) 0.0033 (7) C8 0.0365 (8) 0.0436 (9) 0.0361 (8) −0.0006 (7) 0.0044 (6) 0.0044 (7) C9 0.0427 (9) 0.0432 (9) 0.0447 (9) 0.0035 (7) 0.0056 (7) −0.0063 (7) C10 0.0372 (8) 0.0428 (9) 0.0485 (9) 0.0075 (7) 0.0032 (7) −0.0037 (7) C11 0.0547 (11) 0.0566 (12) 0.0512 (10) −0.0028 (9) −0.0067 (8) −0.0082 (9) Geometric parameters (Å, º) 
